
1/27 



z 

O 

u 

U 
O 
H 

l 

U 

u 
a 

o 



J 

, & o-SB 



a 
< 



******* 



5Tf w 

******* 



I Ml 
? j 



***** 
////////i 



iigfjfiii 



y ********* i-H ^/c.".v» 

" 3 ' • t'3 -•! 



REPLACEMENT 
SHEET 



z 



3 



3 



1 



CO 



Z 
M 
Z 

o 

u 

< 
< 

M 

a 



V— U — M 




< 



r///////i 



********* 




u S 



2 
3 



JZ 
3 



Z 
ffl 
Z 

o 

Ml 
C 



co. 8 S 

U— U— M 



M 



( 




ZVM 



CCL 

SC j 



CO. 



< 



********* 



********* 



ilillllllili 

tiiliiit&il 



3 m 



liii 

.... 

mmm 



z 

3 



3 



I 



REPLACEMENT 
SHEET 




REPLACEMENT 
SHEET 




fi^LACESVENT 
SHEET 




REPLACEMENT 
IT 



16/27 




17/27 



3D HACA(CO)NHN 




REPLACEMENT 

SHEET 



FIG. 4 A 



80 



70 60 



50 40 
13 



30 20 10 0 



C0i( AJ C)[ppm] 



I 



3D H^C^CCO^HN 



FIG. 4B 



1 IB 1 




80 70 60 



50 40 30 

CO^Otppm] 

1 i 



20 



10 0 




3D HC(C-TOCSY-]cO)!NHN 




FIG. 4C 




80 70 60 50 40 30 20 10 0 

CD^CHppm] 



18/27 



13 C a 3D HACA(CO)NHN 




FIG. 4D 



80 



70 



60 



50 



40 



30 



20 



10 



0 



G0i( 13 C)[ppm] 



| 3D H a/ Pc a/ P(CO)NHN 




13 C (3 
1 



FIG. 4E 




80 



70 



60 



50 



40 



30 



20 



10 



0 



COi^Otppm] 



3D HC(C-TOCSY-CO)NHN 



FIG. 4F 



13 c y 
1 





80 70 60 50 40 30 

13, 



20 



10 



0 



CO^C) [ppm] 




19/27 



1.5 




1.0 



C 

o 
> 



0.5 



Inter 



0.0 ii 



Number 
8 



o 
o 



o * 

o 



o 
o 



o 
o 



in 

00 



o 



Intra 



o 
o 



(^-decoupling 
noC^-decoupling 



3 6 9 12 15 S/N 21 



o 
o 



o 
o 



o 
o 



o 
o 



0\ On On 



I 



Ali 



8* 

IT) 



Aro 



Peak Pairs 
Central Peaks 



00 



o 

O 



/ / / / / / / / 



^7 



FIG. 5 



<9 



REPLACEMENT 

SHEET 



20/27 (A) 3D H NNCAHA 




FIG. 6 A 



80 70 60 50 40 30 20 10 0 

CO^Otppm] 



1 

1 
1 


1 (B) 3D H^C^CQHA 1 

i : ! 


FIG. 6B 




j 




a4( 1 hP) 

i — 




1 




M 


i 





80 70 60 50 40 30 20 10 0 

G>l( 13 C)[ppm] 




80 70 60 50 40 30 20 10 0 

G>l( 13 C) [ppm] 



21/27 co 2 ( 13 c=0)/co 3 ( 1 H a ) 

of residue i 



of residue / 



co^N)/^ 1 !^) 
of residue i 



II 



(0!( 13 C) 



H a/p c a/p COHA 



5( 13 C 



=0) 

o^N)/©/!!*) 
r of residue i + 1 



C0 1 ( 13 C=O/ 13 C a ) 

HNN<CO,CA> 



of residue i 



I 



i co^^C/ 1 !!) 

n 



I (0i( 13 cP) 

HBCB(CGCD)HD 



co 2 ( 13 C 5 ) 
of residue i 



HNNCAHA 




5( 13 C a ) 



5( 13 C c 7 1 H a ) 



0) 2 ( 15 N)/co 3 ( 1 H N ) 
^C^VH^P) of residue/ + 1 



I 



1 (0 1 ( 13 C/ 1 H) 
II 



to,( l3 C) 



H a/p c a/p (C0)NHN 



8( 13 c¥hP) 



^ISca/P/lija/P) 



a> 2 ( 13 C a )/<03( 1 H a ) 
of residue i 



^-TOCSY-HCH-COSY 



I 



©x^C/ 1 !!) 
II 



JL L 



©i( 13 C) 

HCCH-COSY (TOCSY) 



FIG. 7 



REPLACEMENT 

SHEET 



Leu 51 



Asn52 



22/27 
Asp53 



Ala 54 Gln55 



AI 



AH 



B 



123.7 



\ 



/ 



T 



AI 



All 



B 



118.4 



AI 



All 



B 



120.3 



J! 



// 



i i i i i i i i r 

7.90 8.55 8.23 



AI 



All 



B 



124.4 



\ 



\ 



h 10 



- 20 



- 30 



- 40 



G)!( 13 C) 

[ppm] 



- 50 



60 



- 70 



8.00 7.52 



©jtW) [ppm] 



FIG. 8 



REPLACEMENT 

. SHEET 

a: 3D If^C^COHA b: 3D H^C^CO^HN 



a 


b 


a 


b 


-a 

■"»»»" 


b 


- 20 » 




• 










- 

- 30 1 

- 


























* — ^ 


"40 1 










■ 


< 


[ppm] 

- 50 














to 














© 2 ( L=U)= 


©2( N)= 


©2( L=U)= 


©2( N )= 


(0 2 ( L=U)= 


xx /'lSvTV 

@ 2 ( N)= 


-60 ' 


175.7 


119.7 


178.1 


121.0 


180.1 


121.4 














d 


- 70 i 


N23 


N24 


N24 


E25 


E25 


Q26 


-80 i 



(d/h") o) 3 ( 1 H N ) co 3 ( 1 H a ) co/H*) 
[ppm] 

FJG. 9A 




4.92 8.61 



175.7 

178.1 
180.1 



N24 




E25 



-.170.00 



- 175.00 




Q26 



160.00 



REPLACEMENT 
SHEET 



24/27 



165.00 



o^CO) 

[ppm] 



185.00 



190.00 



195.00 



8.61 8.24 8.50 
[ppm] 

co/H*) co/h*) co/h*) 

FIG. 9B 



hj.'LACEfvlEWT 






03 2 ( 13 CY) 



,24.9 
1.25 



3D HC CH-TQCSYfLvs 4) 



: 








j' co 2 ( 13 C 5 ) = 





















29.2 
1.60 



80 70 60 50 40 30 20 10 0 

13 



co!("C) [ppm] 



i i 



FIG. 10C 




A£2( 1 H 5 ) 
3D HGCH-COSY(Lys 4) 





co 2 ( 13 C^) 



= 24.9 
1.25 



co 2 ( 13 cP) 



= 32.6 
1.69 



80 70 60 50 40 30 

co!( 13 C) [ppm] 



20 



10 0 

FIG. 




Ail( 1 HP) 



C©2( 13 C a ) 



10B 



= 57.0 
4.17 



3D H«Pc a P(CO)NHN 




C0 2 ( 15 N) = 120.4 
a^H™) = 7.85 
of Phe 5 



80 70 60 50 40 30 

COi( 13 C) [ppm] 



20 



10 0 

FIG. 



10A 



in 



26/27 



3D HCCH-COSY(Lys 4) y 



3D HCCH-TQCSY y 




— i I : 1 : ■ 1 1 — 

80 70 60 SO 40 30 

<»i( 13 C)[ppmr 



20 10 o 

FIG. 11C 



COSY 3 




— I 1 1 1 1 1 — 

80 70 60 SO 40 30 

COiC^Otppm] 



20 10 o 

FIG. 11B 




80 70 60 SO 40 30 

COjC^OCppm] 



20 



lO 



o 



FIG. 12A 



2D ^-TOCSY-relayed HCH-COSY 




REPLACEMENT 

SHEET 

27/27 




FIG. 12C 



3D H^C^COJNHN 



2D HBCB (C GCD)HD 




7.2 7.0 6.8 
CD 2 ( 1 H aro ) [ppm] 

FIG. 12B 



His(-4) 



Phe5 Phel3Tyrl4 Hisl8Phe30 



20 



30 

0>2( 13 C) 

[ppm] 
40 



50 



60 



8.39 8.43 8.17 8.54 7.22 8.27 
a^H^Eppm] 

FIG. 12A 



